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Supplementary Figure 1

Single molecule fluorescence spectroscopy

(A) Basic principle of single molecule fluorescence spectroscopy (MF20). Ku70
protein was labeled with fluorescent dye using a Protein Labeling Kit (488 nm
and 633 nm) (Olympus) before analysis with MF20. The change in the
fluorescence parameters of a single molecule of Ku70 (the first molecule
chemically labeled to have fluorescence) caused by an interaction with another
molecule such mutant Htt (the second non-florescent molecule) in a very small
space (1 x 107"°L) was detected within 20-60 sec/well.

This figure is modified from the original image made by Olympus Co. Ltd., under
the permission.

(B) Principles underlying two parameters, diffusion time and fluorescence
polarization. An interaction with the second molecule resulted in an increase in
both parameters.

(C) Preliminary experiments to establish the appropriate conditions for detecting
the increase in the two parameters caused by the interaction between Ku70
(fluorescent) and mutant Htt (non-fluorescent). FCS: fluorescence correlation
spectroscopy reflecting diffusion time. FIDA-PO: fluorescence intensity
distribution analysis-polarization reflecting fluorescence polarization. Mean +/-
S.D. are shown in graph.

(D) A representative set of raw data from the screening of LMW chemicals.

(E) Pull down assay to test whether bacterially expressed Ku70-HisTag keeps its
physiological function to interact with endogenous Ku80. Ku70-HisTag was
mixed with HEK293 nuclear extract and Ni-Sepharose was used to pull down
Ku70-HisTag. The output shows interaction of Ku70-HisTag but not Tau-HisTag
with endogenous Ku80.

Supplementary Figure 2

Raw data of the 2" screening with MF20 for the chemicals selected from
the 1°' screening with MF20

The results of 2" screen of the chemical from 1% screen with MF20.are shown.
Value of polarization in FIDA-PO in the binding state between Ku70 and mutant



Htt is shown with yellow bar as a positive control, and that of negative control
(Ku70 only) is shown in red bar. When addition of a chemical statistically
decreased the value of FIDA-PO from that of Ku70+Htt110Q to a value between
yellow bar and red bar levels at least at one concentration, the chemical was
selected as a candidate to dissociate the interaction between Ku70 and mutant
Htt. Data acquisition was repeated 10 times per well and the results from 2 wells
were collectively used for statistical analysis. Mean +/- S.E. are shown in graph.
Single saterisk (*) indicates p<0.05 and double asterisks (**) indicates p<0.01 in
Student’s t-test followed by Bonferroni’s correction.

Supplementary Figure 3

Raw data of the 2" screening with MF20 for the chemicals selected from
the 1% screening with Discovery Studio

The results of 2™ screen of the chemical from 1% screen with Discovery Studio
are shown. The 2™ screen exactly followed the method of the 1% screen with
MF20.

Supplementary Figure 4

Raw data of the 3" screening with a Drosophila model

The 3@ screen was performed with a Drosophila Gal4-UAS model
overexpressing human mutant Hit Exon1-103Q in motor neurons by OK6
driver*®. UAS-Htt103Q and OK6-Gal4 transgenic flies were crossed, and the F1
virgin female flies were fed with chemicals or peptides that were dissolved in
D.W. or ethanol at 5 mM and filuted with 9 times volume of corn meal medium to
a final concentration at 500 yM. Only D.W. or ethanol was added to the controls.
Twenty virgin female flies were maintained per vial and transferred to new vials
with fresh medium every 2-3 days. The number of dead flies was quantified

every 2—3 days.

In Sup Fig 4, only negative chemicals in 3 screen are shown. Positive
chemicals passed through the 3" screening are shown in Figure 4A.

Supplementary Figure 5



Effect of candidate chemicals on DNA damage and mutant Htt aggregation
in vivo

(A) Staining for the DNA double-strand break marker, yH2AX, in striatal neurons
(NeuN-positive) and striatal medium spiny neurons (DARPP32-positive) of R6/2
mice fed #4028 (Angiotensin Ill), hepta-histidine and L5387 (LH-RH 4-10 peptide
fragment).

(B) Recovery of 53BP1 in the same neurons.

(C) Inclusion body formation was tested using immunohistochemistry with
anti-Htt antibody (EM48). The three chemicals did not decrease the neuronal
aggregation of mutant Htt.

(D) Western blotting analyses of cortical tissues using DNA damage markers
revealed that oral administration of #4028 (Angiotensin lll) and hepta-histidine
but not L5387 (LH-RH 4-10 peptide fragment) reduced DNA damage.

(E) The left panels of western blots with anti-Htt antibody or anti-ubiquitin
antibody revealed that the chemicals did not largely affect the aggregation or
poly-ubiquitination processes. The right graphs show the quantities of HMW
aggregates (indicated with box) reactive for anti-Htt or anti-Ub antibody
corrected with the signal intensities of GAPDH. No significant change was
observed by statistical test with Student’s t-test or Tukey’s HSD test.

Supplementary Figure 6

Subtype characterization of neurons differentiated from human iPS cells
Subtypes of neurons differentiated from iPS cells were characterized with
neuron-subtype-specific markers, DARPP32, Cux1 and TBR1. The values from

ten visual fields are summarized as mean +/- S.E.

Supplementary Figure 7

Effect of the final candidate chemicals on DNA-PK activity

Each chemical was added into the reaction at final concentration of 50 or 100uM
in which DNA-PK phosphorylates the substrate (see the method for the details).
The extent of phosphorylation was not suppressed by any of the three peptides.
Instead, phosphorylation of the substrate by DNA-PK was enhanced by 7H.



Supplementary Table 1
List of chemicals that were selected from the first screening with MF20
and forwarded to the second screening with MF20

Supplementary Table 2
List of chemicals that were selected from the first screening with
Discovery Studio and forwarded to the second screening with MF20

Supplementary Table 3
List of chemicals that were selected from the second screening with MF20
and forwarded to the third screening with the Drosophila HD model
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Supplementary Figure 2
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Supplementary Figure 4
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Supplementary Figure 5

a | YH2AX  striatum, 12 weeks old \ b [ 53BP1 striatum, 12 weeks old
Background R6/2 Background R6/2
YH2AX YH2AX 53BP1 53BP1
DARPP-32 DARPP-32 NeuN NeuN
yH2AX ~ DARPP-32  DAPI yH2AX ~ DARPP-32  DAP 53BP1 NeuN DAPI 53B8P1 NeuN DAPI

treatment

non-

non-
treatment

7H

Anglll

0%

T
o
T
-
_ . 20 um " 20 um
5 w -
S e
£ %35 — 3 —
529 30 2 3
528 2,2
S522 $23
SEZ 5 [ cs7BLeEY EQo [l cs7BL6d
- —-— Q0 0O
23 7 [ Rre2 SE 2 [ Rei2
XN 15 5=%=
X8 %8 3
STg 0 ~2Q
I N=3, n=70 oSz N=3, n=70
= EE 5 *p<0.01 o 3 5 *p<0.01
[S 3] Dunnett's test w z 0 Dunnett’s test
£ non- 7H Anglll LH-RH c non- H Anglll LH-RH
treatment = treatment
C ‘ Htt striatum, 12 weeks old | d e
Background R6/2 w o+ - - - - _— HMW-Htt
Rel2 -+ o+ o+ o+ wes -
it htt oz -t RE2 - + + o+ o+ ns.
DARPP-32 DARPP-32 Angll - - - 4 - LHRH - .- . Ths.
Ht DARPP-32  DAPI Htt DARPP-32  DAPI H - - - -+ A"g'u oot £ 5.0
- - - S
z i EQ
g yH2AX - £ i
R e it r I
S 52
cE = €205
250 —| T 3
sept | WMAE b
Wt + - - - -
~ R6/2 - + + + +
GAPDH | v s LHRH - - + - -
Anglll - - - + -
TH - - - -+
E)
c el
% n.s.
I n.s.
T 250 — s
T 100 — £a
oo
75 —| 1
Ub %;‘
20 um . g
“ 50 8% s
£2
c© 100% 37 2
23 *
=5 o 25 —| Wt o+ - - -
Sg 80% - R6/2 - + + +
2% eo% [ cs7BU6S I;\HRH c -
a2 Q nglll - - - +
3G [ Rrer2 o - - H - - - -
as  40% ST>
&4 -
Ia o N=3, n=70 (n=4)
‘5 o **p<0.01 Tukey's HSD test
\u g pumettatest GAPDH E
B

non- 7H Anglll LH-RH
treatment



Supplementary Figure 6

iPS cell differentiation (14 days), normal
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Supplementary Figure 7
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302.236Morin 2-(2,4 3,5,7-trihy 4-one
270.237Baicalein 5 6,7- tnhydroxy-2-phenylchromen—4-one
237.050 1,2-dione
3- (1- hydroxy- 3, 3- dimethyl- 3, 4, 10, 11- tetrahydro- 2H- dibenzo [b, €]
350.411 [1, 4] diazepin- 11- yl) benzene- 1, 2- diol
7- bromo- 4- (3- morpholinopropanoyl) - 5- phenyl- 4, 5- dihydro- 1H-
458.348 benzo [e] [1, 4] diazepin- 2(3H) - one
297.305 (E) - elhyl 4- (benzo [d] [1, 3] dioxol- 5- ylmelhyleneammo) benzoate
283.386 4-(2-(2, ethyl)

458.511
263.355
160.601

344.385
279.401

303.379
391.43
527.576

492.547

468.549

389.414
507.507
300.354

342.369
511.658
277.216
394.465

472.536
405.465
302.324
422.457

151.548
225.354

294.333

314.339

204.185
251.260
401.502

343.301

382.413
278.307
259.325

287.314
256.217
262.306

543.615

464.624
196.208

345.356
260.315
336.388
129.114
162.192

182.206

184.113
188.188

200.142
215.004
215.066

241.249
254.241
301.383

307.386
362.596

402.466

408.407

(benzo [d] oxaz:
sulfamoyl) phenyl) acetamide
3- (2- oxo- 2- ((1S, 28, 4S) - 1, 7, 7- trimethylbicyclo [2.2.1] heptan- 2-
yloxy) ethyl) - 1H- imidazol- 3- ium
1- (5- chloro- 1- methyl- 1H- imidazol- 2- yl) ethanol
3- ((benzo [d] thiazol- 2- ylamino) methylene) - 1, 5- dioxaspiro [5.5]
undecane- 2, 4- dione
5-cy yl- 1- (furan- 2- -1,3,5- 2- thione
5- oxo- N- phenethyl- 3, 5, 6, 7- tetrahydro- 2H- imidazo [2, 1- b] [1, 3]
thiazine- 7- carboxamide
(2) - 5- ((E) - 3- phenylallylidene) - 2- thioxo- 3- (3- (trifluoromethyl)
phenyl) thiazolidin- 4- one
4_(10 thyl-6-[(4-methylph ino}-8-(pyridin-2-y1)-8,11-

344 SIpyrimid [1,2: in-11-yl}b 1e-1,2-diol
N- ((tetrahydrofuran- 2- yl) methyl) - 2- (3- ((2, 4, 6- trioxo- 1- (thiophen-
2- ylmethyl) tetrahydropyrimidin- 5(6H) - ylidene) methyl) - 1H- indol- 1-
yl) acetamide
(2) - 3- (benzylthio) - 5- imino- 6- (2, 3, 4- trimethoxybenzylidene) - 5H-
[1, 2, 4] thiadiazolo [4, 5- a] pyrimidin- 7(6H) - one
(4aS, 9bR) - 2, 8- dimethyl- N- (3- (trifluoromethyl) phenyl) - 2, 3, 4, 4a-
tetrahydro- 1H- pyrido [4, 3- b] indole- 5(9bH) - carboxamide
4-(4- (4 llfonyl) piperazin- 1- yl) - 4- oxo- N- (5-

3,4- 2-yl)
(4- (1H- |ndol-3-yl) pyridin- 1(4H) - yl) (phenyl) methanone
2-[(3-phenyl-4,5-dihydro-1,2-oxazol-5-yl)methyl]-1,2-benzothiazol-3(2H)-
one 1,1-dioxide
2-[(8-methyl-7-ox0-5,6,6b,7,8,10a-hexahydronaphtho[2',1':4,5]thieno[2,3-
imidin-- f N.N-di i

(4- (N- (3, 4- dimethylisoxazol- 5- yl)

N-(3-oxido-3,4-dihydro-2H-1,5,3-benzodioxaphosphepin-3-yl)pyrimidin-2-
amine
3" phenyl- 1", 2', 3', 4', 4a', 6'- hexahydrospiro [indene- 2, 5'- pyrazino [1,
2- a] quinoline] - 1, 3- dione
3-(3,5-dimethoxyphenyl)-5-propyl-3H-pyrrolo[2',3":4,5]pyrimido[1,6-
a]benzimidazol-1-yl butanoate
N- (3- (4- fluorophenyl) - 3- (furan- 2- yl) propyl) - 3- (2- methyl- 1H-
benzo [d] imidazol- 1- yl) pmpanamlde

i 2- (4- (ethoxy yl) piperazi
4- ethyl- N- (2- (4- yp
thiadiazole- 5- carboxamide
(2) - ethyl 2- chloro—2 (hydroxyimino) acetate
2- (4- 1-yl) - 2- (thi 2-yl)
(E) - N- (3- (1H- imidazol- 1- yl) propyl) - 2- (2- aminothiazol- 4- yl) - 2-
(hydroxyimino) acetamide
ethyl 3- (1- (1H- benzo [d] imidazol- 2- yl) - 5- hydroxy- 3- methyl- 1H-
pyrazol- 4- yl) propanoate
3- (2- methyl- 2H- tetrazol- 5- yl) benzoic acid
2- (4- fluorobenzylamino) - 1- (2- memyl 2H- tetrazol- 5- yl) ethanol
ethyl 2- (2- (thi - 2- yl) -4-p- i 5- ylcarbamate
N- (1- isopropyl- 1H- pyrazol- 5- yl) - 2- (4- (trifluoromethoxy) phenoxy)
acetamide
N- (1- melhyl 2- (2- (tetrahydrofuran- 2 carboxamido) ethyl) - 1H- benzo
[d] i 5- yl) furan- 2-
N1- (2- morpholmoethyl) N2- (pyndm- 3-yl) oxalam:de
4-{[3-(1H-imi 3-0l 1,1-dioxid
Z) N'- hydroxy-1 (3— melhoxyphenyl) 4 6- dimethyl- 2- oxo- 1, 2-

1- yl) succinate

3-y))-1,2,3

5—(4 (1H- tetrazol- 1- yl) phenyl) furan- 2- carboxyllc acid
2- (3- butoxy- 2- py

"™
Weight

ethyl 1 -|(3-(2-[(2E)-2-(3-nitrobenzylidene)hydrazinyl]-1 ,3-thiazol-4-

47)-2 7 4-(4 2-thioxo-1,3-thiazolidin-5-ylidene)
10-thioxo-7,10-dihydro[1, 2]d|th|olo[3 4-c]pyrrolo[3,2,1-ijjquinolin-: 5(4H)
one
2-(pyridin-3-yl)-2H-benzotriazole
4-amino-N-(2-{[(1,3-dimethyl-2-0x0-2,3-dihydro-1H-benzimidazol-5-

2 b4 S YA ¥
5-(thi 2-yl)-3-(1H-1,2,4-triazol-5- 2-en-1-one
6-(4-methoxybenzyl)-3-[(1-phenylethyl)amino]-1,2,4-triazin-5(4H)-one
3- hydroxylmlnopentane- 2,4- dlone

4.6 1H-p 3,4-b]pyridin-3-amine

2- methylsulfanyl- [1, 2, 4] triazolo [1, 5- a] [1, 3, 5] triazin- 7- amine
(5Z,62)-N,N*-dihy y[1,2,5]; i 3,4-b]pyrazine-5,6(4H,7H)-
diimine

[amino- (3, 5- dioxo- 2H- 1, 2, 4- triazin- 6- yl) sulfanyl] methylidene]
azanium

(2E) - N- (3, 4- difluorophenyl) - 2- hydroxyiminoacetamide
6-bromo-2,1,3-benzoxadiazole 1-oxide
4-bromotetrahydrothiophene-3-ol 1,1-dioxide
(6E)-N-hydroxy-5-methyl-7-phenyl[1,2 4]triazolo[1,5-a]pyrimidin-6(7H)-
imine

(ZE) N- (dlbenzo[b d]furan-z-yl) 2 (hydroxynmmo)ethanamxde

yl] acid
(1R GS) N - {[(4 - fluo! i i [4.1.0]hepta
ne - 7 - carboxamide
4,4,4-trichloro-3-(1H-imi 1-yl)-1-(4-ni 1)bi 1-one
5-(furan-2 idene)-1,3-bis(2 2
thloxodlhydropynmldlneA 6(1H 5H) -dione
N-[(2)- (4-hydroxy- idene]-2,3,4,9-

6

y 1H.

I

1BS000442
1BS000443

1BS000474

1BS000522
1BS000524
1BS000558
1BS000559
1BS000568
1BS000818
18S000823
1BS000857
1BS000858
1BS000948

1BS000985
18S001045
18S001222
1BS001261
1BS001279

1BS001525

1BS001578
1BS001603

1BS001671
1BS001682
1BS001702

1BS001851

18S001867
1BS001872
18S001941
1BS001944

1BS001981
1BS001983

1BS001987 5121 0—89—0

18S002195
1BS002388
1BS002718

1BS002730

1BS002761 70402-14-1

18S002923
1BS003291

18S004088
18S004103
1BS004115
1BS004131
1BS004144

Molecul
r Weight

293.408
338.402

224.323

281.372

252.309
215.274
280.278
293.317
293.706
326.143
283.322
252.372

220.2

327.335
301.383
214175
191.187
276.245

358.415

376.432
187.322

525.558
343.446
286.322

377.373

342284
343.117
312.019
435.982

364.335
251.235
253.253

331.146
298.403
346.419

332.268
195.217
393.372

422.548

365.426

281.261
310.271

327.22
324.495

1BS004176 98299-40-2 331.568

Product
Number
1BS006377
1BS006404

1BS006417

1BS006429 89607-12-5
1BS006444 33050-32-7

1BS006445
1BS006492

1BS006519
1BS006531
1BS006554

1BS006737
1BS006755

1BS006810
1BS007304

1BS007761

1BS007819
1BS007899

1BS007936
1BS007963

1BS007975
1BS007989

1BS008004
1BS008015
1BS008528

1BS008559
1BS008564

1BS008575
1BS008764

1BS008808
1BS009260

1BS009385

1BS009878
1BS010307

1BS010844

1BS011091

Molecul
r Weight

239.233
216.238

318.281
205.997
170.557
394.768
327.446

513.523
350.287
293.345
284.267

238.24

301.342
352.495

282.183
436.419
299.209
470611
324.294

391.41
180.121

303.323
298.293
299.348

321.438
276.293

397.537
347.417

359.443
375.336

475.968

396.459
306.267

389.203

416.472

1 (morpholinomethyl) qumoxalme- 2, 3(1H 4H) dnhlone
2, 2'- (qui 2,3-d

2,2, 5, 5- tetramethyl- 4- (thiophen- 2- yl) - 2, 5- dihydro- 1H- imidazol- 1-

ol

1, 6- dimethyl- 2- (2- oxo- 2- p- tolylethyl) - 3, 4- dihydropyrrolo [1, 2- a]

pyrazin- 2- ium

2- (5- (thiophene- 2- carbonyl) thiophen- 2- yl) acetic acid

2- methyl- 6- phenylimidazo [2, 1- b] [1, 3, 4] thiadiazole

(2) - 7- hydroxy- 2- (phenylimino) - 2H- chromene- 3- carboxamide

3- methyl- 2- (quinolin- 2- yl) - 2, 3- di [b] [1, 4] dioxin- 2- ol

ethyl 4- (4- chlorophenylcarbamoyl) - 1H- 1m|dazole— 5- carboxylate

methyl 4- (3- amino- 5- 2-yl) - 4-

3- (indoline- 1- carbonyl) bicyclo [2.2.1] hept- 5- ene- 2- carboxylic acid

1- (9- acetoxybicyclo [3.3.1] nonan- 2- yl) pyrrolidinium

2- (4- (4- fluorophenyl) - 1H- imidazol- 1- yl) acetic acid

methyl 2- (4- hydroxy- 1- (4- methoxyphenyl) - 3- methyl- 1H- pyrazolo [3,

4- b] pyridin- 6- yl) acetate

(2) - 4- thioxo- 5- ((5- p- tolylfuran- 2- yl)

in- 2- one

(7E, 92) - 7, 9- bi imino) - 1, 4- di [4.5] decan- 8- one
2- methyl- 1H- mdule 4, 5- dlone dioxime
(3E, 52) - 3, 5- bis({ -4- exyl

ethyl 5- methyl- 3- (2 (thiazol- 2- ylamino) acetamido) - 1H- indole- 2-
carboxylate

2- (2- amino- 5- (2- phenylthiazol- 4- yl) pyrimidin- 4- yl) - 5-
methoxyphenol

1- (3, 3- dimethyl- 2- oxobutyl) tetrahydro- 1H- thiophenium

N r) il 3. 9. ioh 1-1. hl: 5

6- chloro- 5- (2, 3- di propyl) - 2- 4- amine

3- (4- y) - 1- (4- propan- 1-one
iisopropyl 2- amino- 1- y -2-

oxoethylphosphonate

(E) - diethyl 2- amino- 1- (2- methylbenzoyloxyimino) - 2-

oxoethylphosphonate

1- acetyl- 5- iodo- 1H- indol- 3- yl aoetale

(2E, 62) 2, 6- bis(3, 3- dict

3,8- yl) - 2, 7- di iro [4.4] nonane- 1, 6- dione
(S) - ethyl 3, 3, 3- trifluoro- 2- (4- fluorophenethylamino) - 2-
propionamidopropanoate

sodium (E) 2- (benzylldeneammo) ethyl sulfate

2-(h ino) - 1, 3- diphenylprop: 1, 3- dione

N- (benzo [c] [1, 2, 5] oxadiazol- 4-yl) - 2, 2, 3, 3, 4, 4, 4-
heptafluorobutanamide

1- allyl- 3- (3- phenoxybenzyl) thiourea

4-(3- (5- 2-yl) 1-2-yl) - 2- 2-ol
diethyl 5, 10- dioxo- 5, 10- dihydrodiimidazo [1, 5- a:1', 5- d] pyrazine- 1,
6- dicarboxylate

6- amino- 1H- phenalen- 1- one

2-((2- i (phenyl) yl) phenyl acetate
2,2-(1,3,4- - 2, 5- diyl) bi iyl) bis(1- (3, 5- di E

1H- pyrazol- 1- yl) ethanone)

2- (3- (3, 5- dimethyl- 1H- pyrazol- 1- yl) - 2- hydroxypropoxy) - N-
phenylbenzamide

3,3-(3- panoic acid

2- (2, 3, 5- trifluoro- 6- (pyrrolidin- 1- yI) pyridin- 4- yloxy) phenol
4- (5- bromo- 2- (piperidin- 1- yl) pyrimidin- 4- yl) morpholine

4,7 8-trichloro-1,3-difluoro[1,4]benzodioxino[2,3-clpyridine
cyclohexyl(phenyl) (3- (piperidin- 1- yl) propyl) silanol

(E) - 5- (phenyldiazenyl) benzo [c] [1, 2, 5] oxadiazol- 4- amine

(2) - 1, 2- bis((E) - 1- (hy -2- pan- 2- yl) diazene
oxide
(5S)-5,6-dihydroxy-2-(3-nitrop ydro-1H-4,7-methar

1,3(2H)-dione
4- bromo- 1- methyl- 3- nitro- 1H- pyrazole

6- chloro- [1, 2, 4] triazolo [4, 3- b] pyridazin- 3(2H) - one

11- (4- chlorophenyl) - 2, 4- dinitro- 5H- dibenzo [b, €] [1 4] diazepine
2- isopentyl- 2- (2- i 4-yl) pentanedi

(E) - methyl 5- (S, 2) - 4- benzamido- 3- (2- (3, 5- dinitrophenyl)
hydrazono) dihydrothiophen- 2(3H) - ylidene) pentanoate

N- ((2- (2, 4- dinitrophenyl) hydrazono) methyl) - 2- (2- oxopyrrolidin- 1-
yl) acetamide
(E)-1-(5-ni
yl)methanimine
(E) - 2- (2- (benzylamino) - 1- nitrovinyl) cyclohexa- 2, 5- diene- 1, 4-
dione

2- (2- (isopropylamino) - 1- nitrovinyl) benzene- 1, 4- diol
2- (1H- benzo [d] imidazol- 2- yl) - N- (4- fluorophenyl)
hydrazmecarbolhloamlde

ethyl 5'- (3- ally ido) - 2, 3™ bithi 4-
N-(1,1,1,3,3,3-h o- 2- (2- methoxyethyl
acetamide

3- hydroxy- 4- (4- nitrophenyl) - 2- phenyl- 4, 10- dihydroindeno [2, 1- €]
pyrazolo [3, 4- b] pyridin- 5(2H) - one

2-y1)-N-(1.3,5-tri
yI)-N-(1,3,

[3.3.1.1~3,7~]dec-7-

'propan- 2-yl)

2,2,3,3,4,4,4- 0- 1- thiomory itan- 1- one
4- amino- N- (4- (dmethylammo) phenyl) - 2- (2- (4- (dlmethylamlno)
-2- thiazole- 5-

(S) - 4, 4, 4- trifluoro- 3- hydroxy- 1- (2- hydroxy- 5- methylphenyl) - 3-
phenylbutan- 1- one
ino(3-

2-yl) - 5- ( - 1H- pyrazol- 1- yl)
methanethione

6- nitro- 1H- benzo [d] [1, 2, 3] triazol- 1- ol

N- cyclohexyl- N- methyl- 2- (5- methyl- 3- (trifluoromethyl) - 1H- pyrazol-
1-yl) acetamide
(E)-4-(2- y
carboxylic acid

2- (4- hydroxyphenylamino) - 5- ((1- methyl- 1H- pyrrol- 2- yl) methylene)
thiazol- 4(5H) - one

2- (3, 4- dimethoxybenzyl) - 5, 5, 7- trimethyl- 5, 6- dihydro- 2H- 1, 2, 4-
triazepine- 3(4H) - thione

1- (1H- benzo [d] imidazol- 2- yl) - 3- phenyl- 1H- pyrazol- 5- ol
2-{[5-(4-aminophenyl)-4-methyl-4H-1,2,4-triazol-3-yl]sulfanyl}-N-
(tricyclo[3.3.1.1~3,7~]dec-1-yl)acetamide

N- (3- (1H- imidazol- 1- yl) propyl) - 5, 6- dimethyl- 7- (pyridin- 2- yl) - 7H-
pyrrolo [2, 3- d] pyrimidin- 4- amine

(E) - N- (2- (5, 6- dihydroimidazo [2, 1- b] thiazol- 3- yl) ethyl) - 3- (3, 4-
dimethoxyphenyl) acrylamlde

o

-4,5,6,7-

6-{(E)-2-[4-(diethy p 5-ni 2,4-diol
2-({((52)- = (2-ct 2 4-dioxo-1,3-thiazolidin-3-
Y ino)-4,5,6,7 0-1-| iophene-3-
(22)-5,5-di 2-({[(4 }imino)-5,6-
dihydropyrrolo[2,1-a]isoquinolin-3(2H)-one
ethyl 5-[2-0x0-2- (2 3,4-trihy ljfuran-2

{(E)-(5-bi idenel-3-(5 2.9])

( yl)

1H-pyrazole-5-carbohydrazide
2-[(42)-2, 5 dloxo-4 {[1- (propan 2 -yl)-1H-indol-3-

1-yI1-N-(4
Yy YII-N-( y
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Luteinizing

SIGMA-86073-8

214, 1212.314Hormone salmon

N-[1-[[1-[[1-[[1-[[2-{[1-[[1-[2-{(2-amino-2-

oxoethyl rolidin-1-yl]-4-methyl-1-oxopentan-2-

Hormone-Releasing ylJamino]-3-(1H-indol-3-yl)-1-oxopropan-2-ylJamino]-2-

ino]-3-(4-hydroxyphenyl)-1-oxopropan-2-yllamino]-3-
hydroxy-1-oxopropan-2-ylJamino]-3-(1H-indol-3-yl)-1-oxopropan-2-
yllamino]-3-(1H-imidazol-5-yl)-1-oxopropan-2-yl]-5-oxopyrrolidine-2-
carboxamide

2-[[2 [2—[[2—[[2-[_[2—[(2—an_1ino-4-me(hylpentanoyl)amino]—s-

L4897 8-3 (GnRH)
(LH-RH)
[Trp4} i
E;I;(;QA;;A 2?4224 g BB?.OAO(Leu—jArg-Ar?;—Trp—
Ser-Leu-Gly)

Antagonist G
(Arg-DTrp-NMe-

TOCRI 115150-5

Phe-DTrp-Leu-Met- (d

(di

(diamir ]-3-(1H-indol-3-
yl)propanoyl]lamino]-3-| hydroxypropanoyl]ammo] -4-
methylpentanoyl]lamino]acetic acid

(28)-2-[[(2R)-2-| [[(ZS) )-2-| [[(2R) -2-[[(2S)-2-amino-5-
r itanoyl]ar ]-3-(1H-indol-3-
yl)propanoyl]-methylamino]-3-phenylpropanoylJamino]-3-(1H-indol-3-

( [Arg6,D-Trp7,9,N- yl)propanoyl]amino]-N-| [(ZS) 1-amino-4-methylsulfanyl-1-oxobutan-2-

Trp-His-Trp-Leu-GlIn-2-[[5-amino-2-[[2-[[2-[[2-[[2-amino-3-(1H-indol-3-

195 1054 0.0 951.190NH2)
lePhe8]:
P(6-11))
SIGMA-65418-8

Leu
. 0189((:(1 -Mating factor

fragment 1-6)
[D-Trp7, Ala8, D-
Phe10]-alpha-

19312903 8-4

yl)propanoyl]lamino]-3-(1H-imidazol-5-yl)propanoyl]lamino]-3-(1H-
indol-3-yl)propanoyljamino]-4-methylpentanoyl]amino]-5-
oxopentanoyl]lamino]-4-methylpentanoic acid

(2S)-6-amino-2-{[(2R)-2-{[(2S)-2-[[(2S)-2-[[(2R)-2-[[(2S)-2-amino-3-
(1H-imidazol-5-yl)propanoyljamino]-3-(1H-indol-3-

1g2SIGMA-876168 . Melhoovie
M2910 4-0 .
Hormone Amide
Fragment 6-11
(GHRP-6)

yl)propanoy panoyl]lamino]-3-(1H-indol-3-
yl)propanoyl]lamino]-3-phenylpropanoylJamino]hexanamide

N-[6-amino-1-[(2-amino-2-oxoethyl)amino]-1-oxohexan-2-yl]-1-[19-
amino-7-(2-amino-2-oxoethyl)-10-(3-amino-3-oxopropyl)-13-

191SIGMA-50-57-7 1056.218 [Lys8]-V

V6879
P1,P5-
102783- Di(guanosine-5')
19032(.;,'\6"; "42-6 966'404pentaphospha(e

ammonium salt
MEN-10,376
(Tyr(5)-Trp(6,8,9)-
Lys(10)-neurokinin

SIGMA-135306-

190M157 85-3 1081.224,

A(4-10))
BACHE

M 50410-0 His-Pro-Phe-His-
#N 110 1-0 1025202 o\,.p- eu-Val-Tyr

benzyl-16-[(4-hy 11-6,9,12,15,18 -1,
dithia-5,8,11,14,17- penlazacyclolcosane -4-carbonyl]pyrrolidine-: 2—
carboxamide

azanium;bis[[[5-(2-amino-6-oxo-3H-purin-9-yl)-3,4-dihydroxyoxolan-2-
yllmethoxy-hydroxyphosphoryl]oxy-hydroxyphosphoryl] hydrogen
phosphate

3-amino-4-[[1-[[1-[[1-[[1-[[1-[(1,6-diami ino]-3:
(1H-indol-3-yl)-1-oxopropan-2-ylJamino]-: 3 (‘!H -indol-3-) yI) 1-
oxopropan-2-ylJamino]-3-methyl-1-oxobutan-2-ylJamino]-3-(1H-
indol-3-yl)-1-oxopropan-2-ylJamino]-3-(4-hydroxyphenyl)-1-
oxopropan-2-ylJamino]-4-oxobutanoic acid

2-[[2-[[2-[[2-[[2-[[2-[[1-[2-amino-3-(1H-imidazol-5-
yl)propanoyl]pyrrolidine-2-carbonylJamino]-3-

phenyiprop 1:3-(1H-imidazol-5-y ino-4-
]-4- inol-3
1oylJamino]-3-(4-hy phenyl)propanoic acid

2-[[(2S)-2-[[(2S)-2-[[(2S)-2-{[(2S)-2-[[(2S)-2-[[(2S)-2-amino-4-
melhylpentanoyl]ammo

Kemptide Acetate
SIGMA-65189-7 salt (for PKA)
1881127 1-1 771908 o\, Arg-Arg-Al
Ser-Leu-Gly)

Avadilability of chemicals selected from in silico screen

Campany
DS score Product name Catalog No.
214.180 [Luteinizing Hormone-Releasing Hormone salmon SIGMA-L4897
[Trp4]-Kemptide
) lLeu-Arg-Arg-Trp-Ser-Leu-Gly SIGMA-L3523
[Antagonist G
195.273  |n1qDTrp-NMe-Phe-DTrp-Leu-Met-NH2 TOCRIS-1954
193.336  [Trp-His-Trp-Leu-Gin-Leu SIGMA-T2903

192.246  Tyr-D-Trp-Ala-Trp-D-Phe amide

192.209

[D-Trp7, Ala8, D-Phe10]-alpha-Melanocyte Stimulating Hormone Amide Fragment

Not available

6-11 SIGMA-M2910
[Lys8]-Vasopressin SIGMA-V6879
P1,P5-Di(guanosine-5') pentaphosphate ammonium salt SIGMA-D1762
IMEN-10,376 SIGMA-M157

His-Pro-Phe-His-Leu-D-Leu-Val-Tyr

BACHEM #N-1100

IKemptide Acetate salt SIGMA-K1127
186.601 [Angiotensin Fragment 1-7 SIGMA-A9202
184.681 |[Sar1, Val5, Ala8]-Angiotensin Il SIGMA-A2275

184.064 [des-Pro3, Ala2,6]-Bradyki
183.757 | Adrenocorticotropic Hormone Fragment 4-10 human, rat SIGMA-A0401
181.967 in Fragment 2-9 SIGMA-B1901

e 7-amido-4-methylcoumarin, triacetate salt

181.194 [Tyr-Tyr-Tyr-Tyr-Tyr-Tyr SIGMA-T1780
179.933 |Angiotensin Il Peptide Inst. #4028v
179.439 |Ala-Ser-His-Leu-Gly-Leu-Ala-Arg BACHEM #H-1645
178.029 |Luteinizing Hormone-Releasing Hormone Fragment 4-10 SIGMA-L5387

4-Nitrophenyl 2-0-(2',3',4',6'-tetra-O-4-methoxybenzyl-a-D-glucopyranosyl)-4,6-

benzylidene-a-D-glucopyranoside Not available
1. beta-Lipotropin Fragment 39-45 Not available
175.610 [C Phe-Arg-Ser-Val-GIn amide SIGMA-C6922
175.408 |Bradykinin Fragment 1-8 SIGMA-B4397

Chemical
Library
(CAPOB)

Chemical
Library
(CAPOB)

Chemical
Library
(CAPOB)

Chemical
Library
(CAPOB)

Chemical
Library
(CAPOB)

Chemical
Library
(CAPOB)

Chemical
Library
(CAPOB)

Chemical
Library
(CAPOB)

Chemical
Library
(CAPOB)

Chemical
Library
(CAPOB)

Poly AA.

Poly AA.

187

185

18475

182

181

180Inst.
#4028

178

176

175

205

SIGMA 51833-7
-A9202 8-4

SIGMA 34273-1
-A2275 0-4

SIGMA 4037-01
0401 -8

SIGMA 16875-1
-B1901 1-9

SIGMA 6934-38
1780 -9

Peptide

100900-
06-9

BACH

EM 63555-6
#H 1643-5

5

SIGMA 51776-3
-L5387 3-1

SIGMA 113584-
-C692201-3

SIGMA 15958-9
-B4397 2-6

Angiotensin
Fragment 1-7
acetate salt
hydrate
(Asp-Arg-Val-Tyr-
lle-His-Pro)

899.005,

[Sar1, Val5, Ala8]-
Angiotensin Il
acetate salt
912.047hydrate
(Saralasinum)
(Sar-Arg-Val-Tyr-
Val-His-Pro-Ala)

Adrenocorticotropi
962.09¢c Hormone

Fragment 4-10

human, rat

Bradykinin
Fragment 2-9
(Pro-Pro-Gly-Phe-
Ser-Pro-Phe-Arg )

904.023

Tyr-Tyr-Tyr-Tyr-
996.391Tyr-Tyr
(Hexa-L-tyrosine)

Angiotensin [I,
Human
(Arg-Val-Tyr-lle-
His-Pro-Phe)

931.091

Ala-Ser-His-Leu-

1-2-[[2-[[2-[[2-[[2-[(2-amino-3-carboxypropanoyl)amino]-5-
(diaminomethylideneamino)pentanoyl]amino]-3-methylbutanoyl]amino]-3-
(4-hydroxyphenyl)propanoyllamino]-3-methylpentanoyl]amino]-3-(1H-
imidazol-5-yl)propanoyl]pyrrolidine-2-carboxylic acid

2-{[1-[2-{[2-{[2-[[2-[[5- inomethyli 2-[2-
(methylamir y rtanoylJamino]-3-1 methylbutanoyl]ammo] -3-
(4-hydroxyphenyl)propanoyllamino]-3-methylbutanoylJamino]-3-(1H-

imidazol-5-yl)propanoyl]pyrrolidine-2-carbonyllamino]propanoic acid

4-[(2-amino-4 )amino]-5-[[1-[[1-[[1-[[1-
(carboxymethylamino)-3-(1H-indol-3-yl)-1-oxopropan-2-ylJamino]-5-
(diaminomethylideneamino) 1-oxopentan-2-ylJamino}-1-oxo-3-

pt 2-ylJamino]-3-(1H-imidazol-5-yl)-1- W
yl]amlno] 5 -oxopentanoic acid

5-(diaminomethylideneamino)-2-[[2-[[1-[3-hydroxy-2-[[3-phenyl-2-[[2-[[1-
(pyrrolidine-: 2-carbonyl)pyrro||d|ne—2-

o Bancy; panoyllpy ine-2-
inol-3-phenylp i ic acid
-[[2 [[2-[[2-[[2-[[2-amino-3- (4-. )propar 3-(4
)propar 3
(4—hydroxyphenyl)propanoyl]amlno] 3 (4—
Jpropanoic acid

2-{[1-[2-{[2-[[2-[[2-[[2-amino-5-
(diaminomethylideneamino)pentanoyl]lamino]-3-methylbutanoyl]amino]-3-
(4-hydroxyphenyl)propanoyllamino]-3-methylpentanoyl]amino]-3-(1H-
imidazol-5-yl)propanoyl]pyrrolidine-2-carbonyl]lamino]-3-phenylpropanoic
acid

(28)-2-{[(25)-2-{[(2S)-2-{[2-[[(2S)-2-[[(2S)-2 [[(25) -2-| [[(23)—2-

Gly-Leu-Ala-A ]-3-hydroxypropanoy 3-(4H- Imldazol 4-

ezamo(complementcsa yl)propanoyljami ,4 .m..uy.,muu

70-77) L

(diaminomethylideneamino)pentanoic acid

Luteinizing

Hormone-

E:'re:::;g 1-{2-{[2-[[2-{[2-[(2-amino-3-hydroxypropanoyl)amino}-3-(4-
747.842Fragment 4-10 r 5. T N-(2-

(LH-RH Fragment = o i "’;.d. >-carb d = §

410, Ser-Tyr-Gly- 2mino-2-oxoe yl)pyrrolidine-2-carboxamide

Leu-Arg-Pro-Gly-

NH2)

Cyclohexylacetyl- 2-[[2-[[2-[[2-[[2-] [(2 cycloh ino]-3-p 5
758.908Phe-Arg-Ser-Val-  (diaminomethy 1tanoylJamino]-3-

Gln amide 5 ypropanoyl]amino]-3-mett i

Bradykinin

Fragment 1-8 2| [[‘! [2 [[2-[[2-] [[‘! -[1-[2- ammo -5-

des-Arg(9)- (diaminomethy tanoyl]p ine-2-carbonyl]p: ine-2-
904.023,

““““bradykinin) carbonyl]amlno]aoetyl]amlno] 3 phenylpropanoyl]amlno] -3-
(Arg-Pro-Pro-Gly- t ypropanoyl]pyrrol 10]-3-phenylpropanoic acid

Phe-Ser-Pro-Phe)

GIn-GIn-GIn-GIn-
786.791G1n.GIn (6Q)

His-His-His-His-

977.990jis_His-His (7H)




Supplementary Table 3

MF20 /
CAPOB
MF20 /
CAPOB
MF20 /
CAPOB
MF20 /
CAPOB
MF20 /
CAPOB
MF20 /
CAPOB
MF20 /
CAPOB
MF20 /
CAPOB
MF20 /
CAPOB
MF20 /
CAPOB
MF20 /
CAPOB
MF20/
CAPOB
MF20 /
CAPOB
MF20/
CAPOG
MF20 /
CAPOB
MF20 /
CAPOB
MF20/
CAPOB
MF20 /
CAPOB
MF20/
CAPOG
MF20/
CAPOB

MF20 /
CAPO08

MF20 /
CAPO08
MF20 /
CAPO08
MF20 /
CAPO08
MF20 /
CAPO06
MF20 /
CAPO08
MF20 /
CAPO8
MF20 /
CAPO08
MF20 /
CAPO08
MF20 /
CAPOB
MF20 /
CAPO08

CBIOOOZ

CBIODOS 53266 96

CBI0004
31
CBI0004
47
CBI0007
59
CBI0012
69
CBI0016

75

CBI0016
98

FKL002 41372-20
72 =7

FKL003
78

FKLO12
82
1BS0001
64
1BS0004
42
1BS0012
22
1BS0012
61
1350012

\550019

1550027 70402 14

1BS0042
04

1BS0044
87

1BS0048
20

1BS0056
o7

1BS0057
47

1BS0060
16

1BS0062
25

1BS0065
19

1BS0067
55

1BS0068
10

1BS0073
04

1BS0079
36

62-31-7
FKL006 49745-95
98 =1

500-38-9

1,1",4'trinitro-1H,1'H,1"H-4,3"5',4"-terpyrazole

335.193
212.269 ethyl 3- methyl- 5, 6- dihydroimidazo [2, 1- b] thiazole- 2- carboxylate

9, 9a- dihydro- 4aH- [1, 3] dithiolo [4, 5- b] indeno [2, 1- €] [1, 4] dithiine- 2-

312.517 thione

296.473 5, 7- dihydrospiro [ [1, 3] dithiolo [4, 5- b] [1, 4] dithiepine- 6, 2'- [1, 3]
: dioxolane] - 2- thione

198.606 (1E, 2Z) - N- hydroxy- 2- (hydroxyimino) - 2- phenylacetimidoy! chloride

308.406 10, 11- dimethylthieno [3, 2- €] bis [1, 2, 4] triazolo [4, 3- a:4', 3'- c] pyrimidine-
- 3, 7(2H, 6H) - dithione

234.301 [1, 2, 4] triazolo [4, 3- a] quinoxaline- 1, 4- dithiol

283.37 3- (morpholinomethyl) - 5- (thiophen- 2- yl) - 1, 3, 4- oxadiazole- 2(3H) - thione

Apomorphine
303.783hydrochlorid

(6aR)-6-methyl-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinoline-10,11-
diol;hydrochloride

Dopamine
189.639hydrochloride 4-(2 1zene-1,2-diol;hydrochloride
Dobutamine
337.841 i 4-[2-{4-(4-hy phenyl)outan-2-ylami ] 1e-1,2-diol;f
Nordihydroguaiaret
302.3658t€ 4-[(2S,3S)-4-(3,4-di yphenyl)-2,3 1zene-1,2-diol
3- (1- hydroxy- 3, 3- dimethyl- 3, 4, 10, 11- tetrahydro- 2H- dibenzo [b, €] [1, 4]
350411 diazepin- 11- yl) benzene- 1, 2- diol
293.408 1- (morpholinomethyl) quinoxaline- 2, 3(1H, 4H) - dithione
214.175 (7E, 92) - 7, 9- bis(F yimino) - 1, 4- di piro [4.5] decan- 8- one
191.187 2- methyl- 1H- indole- 4, 5- dione dioxime
276.245 (3E, 52) - 3, 5- bis(t yimino) - 4-
312.019 (2E, 62) - 2, 6- bis(3, 3- dichloroallylidene) cyclohexanone
195.217 6- amino- 1H- phenalen- 1- one
263.355 3- (2- oxo- 2- (1S, 2S, 4S) - 1, 7, 7- trimethylbicyclo [2.2.1] heptan- 2- yloxy)
- ethyl) - 1H- imidazol- 3- ium
N- ((tetrahydrofuran- 2- yl) methyl) - 2- (3- ((2, 4, 6- trioxo- 1- (thiophen- 2-
492.547 ylmethyl) tetrahydropyrimidin- 5(6H) - ylidene) methyl) - 1H- indol- 1- yl)
acetamide
2-[(3-phenyl-4,5-dihydro-1,2-oxazol-5-yl)methyl]-1,2-benzothiazol-3(2H)-one
342.369 1,1-dioxide
422,457 4- ethyl- N- (2- (4- methoxyphenylcarbamoyl) benzofuran- 3- yl) - 1, 2, 3-
] thiadiazole- 5- carboxamide
294.333 (E) - N- (3- (1H- imidazol- 1- yl) propyl) - 2- (2- aminothiazol- 4- yl) - 2-
- (hydroxyimino) acetamide
401.502 ethyl 2- (2- (thiophen- 2- yl) acetamido) - 4- p- tolylthiazol- 5- ylcarbamate
256.217 5- (4- (1H- tetrazol- 1- yl) phenyl) furan- 2- carboxylic acid
513.523 (E) - methyl 5- ((S, Z) - 4- benzamido- 3- (2- (3, 5- dinitrophenyl) hydrazono)
) dihydrothiophen- 2(3H) - ylidene) pentanoate
238.24 2- (2- (isop! ) - 1- nitrovinyl) b 1, 4- diol
301.342 2- (1H- benzo [d] imidazol- 2- yl) - N- (4- fluorophenyl)
) hydrazinecarbothioamide
352.495 ethyl 5'- (3- allylthioureido) - 2, 3"- bithiophene- 4'- carboxylate
470611 4- amino- N- (4- (dimethylamino) phenyl) - 2- (2- (4- (dimethylamino)

phenylamino) - 2- oxoethylthio) thiazole- 5- carboxamide

2- (4- hydroxyphenylamino) - 5- ((1- methyl- 1H- pyrrol- 2- yl) methylene)

MF20/" |Bs0085
CAPOS g . thiazol- 4(5H) - one
MF20/ |Bs0088 350,443 (E) - N- (2- (5, 6- dihydroimidazo [2, 1- b] thiazol- 3- yl) ethyl) - 3- (3, 4-
CAPO08 08 - dimethoxyphenyl) acrylamide
MF20/ |BS0093 2-({[(52)-5-(2- 2,4-dioxo-1,3-thi; in-3-yllacetyl}
CAPO6 g5 - 475.968 amino)-4,5,6,7- tetrahydro—1 benzothlophene -3-carboxamide
MF20/ |BS0098 (22)-5,5-dimethyl-2-({[(4-methylphenyl)sulfonyl]oxy}imino)-5,6-
CAP06 78 - 396.459 dihydropyrrolo[2,1-aJisoquinolin-3(2H)-one
MF20/ 1BS0103 i
CAPOS 07 R 306.267 ethyl 5-[2-ox0-2-(2,3,4-trihydroxyphenyl)ethylJfuran-2-carboxylate
MF20/ |BS0108 N'—[(E)-(5-bromo—2—hydr9xyphenyl)melhyl idene]-3-(5-methyifuran-2-yl)-1H-
CAPO6 44 - 389.203 pyrazole-5-carbohydrazide
MF20/ |Bsp111 ethyl 1-[(3-{2-[(2E)-2-(3-nil idene)hy inyl]-1,3-thiazol-4-yl}
CAPO6 37 - 543.615 phenyl)sulfonyl]piperidine-4-carboxylate
MF20/ |BS0115
CAPOS o1 B 196.208 2-(pyridin-3-yl)-2H-benzotriazole
g;ggé ‘355061 2l 299127'12 129.114 3- hydroxyiminopentane- 2, 4- dione
MF20/ |Bsp122 N N'-di 0 u . .
CAPOG g7 ) e (5Z,6Z)-N,N'-dihydroxy[1,2,5]oxadiazolo[3,4-b]pyrazine-5,6(4H,7H)-diimine
g:ggé ‘356051 2 200.142 (2E) - N- (3, 4- difluorophenyl) - 2- hydroxyiminoacetamide
g;ggé ‘55:712“115?' 83- 215.004 6-bromo-2,1,3-benzoxadiazole 1-oxide
MF20/" Bs0127 N -5- -7+ i _a]pyrimidin- -imi
CAPO6 12 R . (6E)-N-hydroxy-5-methyl-7-phenyl[1,2,4]triazolo[1,5-a]pyrimidin-6(7H)-imine
MF20 / " n
CAPO6 ‘555?2128 . 254241 (2E)-N-( dlfuran-2-yl)-2-(hy \amide
MF20 / -
CAPOB ‘5500;38235_2; oz 301.383 [2-phenyl-4-(thiophen-2-yl)-1,3-thiazol-5- yl]aoetlc acid
MF20/ |BS0139 (1R,6S)-N-{[(4- phenyl)car .1.0]heptane-7-
CAPOB 49 - 307.386 carboxamide
MF20/ |BS0155 ) . .
CAPOS 78 R 362.596 4,4,4-trichloro-3-(1H-imidazol-1-yl)-1-(4-nitrophenyl)butan-1-one
MF20/ |BS0170 N'-[(Z)-(4-hydroxy-3-methoxy-5-nitrophenyl)methylidene]-2,3,4,9-
CAPO06 87 - 408.407 tetrahydro-1H-carbazole-6-carbohydrazide
2| [[2 [[2 [[2-[[2-] [[2 [(241m|no-4 methylpentanoyl)amino]-5-
TE\’ASD{J [Trp4]-Kemp! (diaminomethy tanoyllamino]-5-
Ao B0224-16  gg7 0ao(Leu-Arg-Arg-Trp- (diaminomethyli tanoyllamino]-3-(1H-indol-3-
Library Ser-Leu-Gly) yl)propanoyl]amino]-3-hydroxypropanoyl]amino]-4-
methylpentanoyl]lamino]acetic acid
DS/ N-[6-amino-1-[(2-amino-2-oxoethyl)amino]-1-oxohexan-2-yl]-1-[19-amino-7-(2-
TMDU  SIGMA- amino-2-oxoethyl)-10-(3-amino-3-oxopropyl)-13-benzyl-16-[(4-
Chemical Veg79 0577 1056218 [Lys8l- Vas"p'e“'"hyuroxyphenyl)methyl] 6,9,12,15,18-pentaoxo-1,2-dithia-5,8,11,14,17-
Library rrolidine-2
DS/ Kemptide Acetate ~ 2-[[(2S)-2-[[(2S)-2-[[(28)-2-[[(28)-2-[[(2S)-2-[[(28)-2-amino-4-

salt (for PKA)

TMDU  SIGMA- 65189-71

Chemical K1127 -1 771908 o-Arg-Arg-Ala-

Library Ser-Leu-Gly)
Angiotensin

DS/ Fragment 1-7
TMDU SIGMA- 51833-78 9

methylpentanoyl]amlno
(diaminomethyli

hydroxypropanoyl}

10)pentanoyllamino]-5-
1tanoy! opanoyljamino]-3-
ino}-4-mett i ic acid

1 -_[2—[[_2—[[2—[[2—[[_2—[(2-am_ino-3—carboxypropanoyl)ami noJ-5-

\eamir 10]-3-methy ino}-3-(4-
Chemical A9202 -4 899.005acetate salt hydrate, y phenyl)propanoyllamino]-3-mett ino}-3-(1H-imidazol-5
Library (Asp-Arg-Val-Tyr- rolidine-2 ic acid
lle-His-Pro) [
[Sar1, Val5, Ala8]-
Angiotensin I 2-[[1-[2-] [[2 [[2-[[2-[[5- (dlamlnomethylldeneamlno) -2-| [[2-
TMDU SIGMA- 34273-10 g, 047ace1ate salt 3-(4
Chemical A2275 -4 - inum) y yphenyl)propanoyl]amino]-3-| methylbutanoyl]amlno] -3-(1H-i |m|dazo| 5-
(Uleerey Sar-Arg-Val-Tyr-  yl)propanoyllpyrrolidine-2 il Jprop acid
Val-His-| Pro -Ala)
5-(diami ino)-2-[[2-[[1-[3-hydroxy-2-[[3-phenyl-2-[[2-[[1-

Fragment 2-9

TMDU SIGMA- 16875-11-
9 904'Oza(Pm-F’ro-GIy—F’he—

Chemical B1901

Library Ser-Pro-Phe-Arg )
Angiotensin 1,

DU HEHED 1009000 g5 g

Chemucal #4028 (Arg Val -Tyr-lle-
rary His-Pro-Phe)

Luteinizing
Hormone-
Releasing

TMDU  SIGMA- 51776-33

Chemical L5387 -1 PHER

(LH-RH Fragment

Library
4-10, Ser-Tyr-Gly-
Leu-Arg-Pro-Gly-
NH2)
DS/ GIn-GIn-GIn-Gln-
polyAA. 786.791Gin.GIn (6Q)
DS/ 9.,7_990His-His-His-His-

polyA.A. His-His-His (7H)

Hormone Fragment

(pyrrolidine-: 2 carbonyl)pyrrolldme -2-

carbor rolidine-2-

carbor danoic acid

3-pl enylpropa

2-[[1-[2-[[2-[[2-[[2-[[2-amino-5-(diaminomethylider
methylbutanoylJamino]-3-(4- hydroxyphenyl)propanoyl]amlno] -3-
methylpentanoyllamino]-3-(1H-imidazol-5-yl)propanoyl]pyrrolidine-2-
carbonyl]lamino]-3-phenylpropanoic acid

14 [2 [[2- [[2 [[2-[(2-amino-3-| hydroxypropanoyl)amlno]-s (4-

tanoyljamino}-5-

-2-oxoethyl)pyrrolidine-2-

N-(2

carboxamide



